H 2 KLiMoO5, orthorhombic, Pbca (no. 61), a = 10.606(1) Å,
.
Source of material K 2 CO 3 (6.91 g), Li 2 CO 3 (3.69 g) and MoO 3 (14.394 g) were dissolved in distilled water (100 g). This solution was slowely evaporated. Small colorless crystals were obtained after a week.
Experimental details
All H atoms were located in a di erece fourier map and re ned isotropically without any restraints.
Discussion
In contrast to the literature-known structure of the title compound [1] the two hydrogen atoms of the water molecule have been located in the course of this structure determination.
The MoO4 and LiO4 tetrahedra share a corner. These two tetrahedra build a zig-zag chain along the b-axis. Between these chains, potassium cations and water molecules are located. Each tetrahedron is slightly distorted. Compared to the rubidium compound [1] , the lattice parameters are shorter, because the radius of potassium is smaller than Rb. Li-O bond distances are more or less similar within the error range.
Contrary to this hydrous compound, the anhydrous compound, KLiMoO4 crystallizes in hexagonal system [2, 3] . Hydrogen bonding occurs between water molecules and the oxygen atoms of the LiO4 and MoO4 tetrahedra. The bond length between the donor and the hydrogen atom is about 0.83 Å and the distance between the acceptor and the hydrogen atom is 2.67 Å. The O-H· · · O angle is 169(3)°. According to the hydrogen bond classi cation [4, 5] , the hydrogen bond in the title compound lies between the strong and moderate hydrogen bond. Based on the X-ray result, the H-O-H angle in this compound is 133(3)°. Actually, the ideal water molecule should show about 105.9 degree and in the previous report on CsMnCl 3 ·2H 2 O by neutron di raction [6] , this angle is 105.94 degree. This strong deviation from the ideal value of the free water can result from the hydrogen bond in the title compound, because this hydrogen bond can attract the hydrogen atoms belonging to water molecule to the oxygen atom which is shared by LiO4 and MoO4 tetrahedra.
